Example Guest in Slow Exchange
For guests in slow exchange, separate signals for free host (H) and host/guest complex (HG) could be seen during a titration, as shown below. Figure S1 : Section of NMR peaks in slow exchange for the titration of H with 4,4-dimethyl-2-pentanone. The fitted data based on peak integrations are shown in Table S1 below. Table S1 ).
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Example Guest in Fast Exchange
Changes in the 1 H NMR spectra recorded during titration of the host cage (0.2 mM) with 5-methyl-2-hexanone (0 to 10 mM) in D 2 O are shown as an example. As this guest is in fast exchange between free / bound states, we see a steady shift in some signals for the host cage, as shown in Fig. S4 ; these curves could be fitted to a 1:1 binding isotherm, and the quoted binding constant is taken from the average of the individual curve fits from several repeat titration experiments. 
